Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.042; wR factor = 0.109; data-to-parameter ratio = 13.8.
Related literature
For general background to and the biological activity of 1,2,4triazole derivatives, see: Shujuan et al. (2004) ; Clemons et al. (2004) ; Johnston (2002) ; Wei et al. (2007) . For standard bondlength data, see: Allen et al. (1987) . For the stability of the temperature controller used for the data collection, see: Cosier & Glazer (1986) . For hydrogen-bond motifs, see: Bernstein et al. (1995) . For related structures, see: Fun et al. (2010 Fun et al. ( , 2011 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx þ 1; y þ 1 2 ; Àz þ 1 2 ; (ii) Àx þ 1; y À 1 2 ; Àz þ 1 2 .
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 
Comment
The 1,2,4-triazole nucleus has been incorporated into a wide variety of therapeutically interesting compounds. Several compounds containing 1,2,4-triazole rings are well known as drugs. For example, fluconazole is used as an antimicrobial drug (Shujuan et al., 2004) , whereas vorozole, letrozole and anastrozole are non-steroidal drugs used for the treatment of cancer (Clemons et al., 2004) and loreclezole is used as an anticonvulsant (Johnston, 2002) . Similarly substituted derivatives of triazole possess comprehensive bioactivities such as antimicrobial, anti-inflammatory, analgesic, antihypertensive, anticonvulsant and antiviral activities (Wei et al., 2007) . Due to the progress that occurs in dealing with the chemistry of 1,2,4triazoles as well as their biological activity, we synthesized and reported the crystal structure of the title compound.
In the title molecule, Fig. 1 , the 1,2,4-triazole ring (N1-N3/C1/C2, maximum deviation of 0.002 (2) Å at atoms N3 and C2) and the nitro group (O1/O2/N4) form dihedral angles of 6.26 (13) and 9.5 (3)°, respectively, with the phenyl ring (C3-C8). Bond lengths (Allen et al., 1987) and angles are within normal ranges and are comparable to related structures (Fun et al., 2010 (Fun et al., , 2011 .
In the crystal structure, the molecules are linked via intermolecular N1-H1N1···S1 and N2-H1N2···S1 hydrogen bonds (Table 1) , generating R 2 2 (8) ring motifs (Bernstein et al., 1995) and are further linked into one-dimensional chains along [010] via adjacent ring motifs. π-π stacking interactions between the centroids of C3-C8 phenyl ring (Cg1) and N1-N3/C1/C2 triazole ring (Cg2), with Cg1···Cg2 iii distance of 3.5491 (14) Å [symmetry code: (iii) 1-X,1-Y,1-Z] are observed.
Experimental
A mixture of 2-[(4-nitrophenyl)carbonyl]hydrazinecarbothioamide (0.01 mol) and 10% KOH (10 ml) was refluxed for 3 h.
After the mixture was cooled to room temperature, it was then neutralized by the gradual addition of glacial acetic acid. The solid product obtained was collected by filtration, washed with ethanol and dried. It was then recrystallized using ethanol.
Yellow blocks of (I) were obtained from ethanol solution by slow evaporation.
Refinement
Atoms H1N1 and H1N2 were located from the difference Fourier map and refined freely [N-H = 0.80 (3) or 0.84 (3) Å].
The remaining H atoms were positioned geometrically and refined using a riding model with C-H = 0.95 Å and U iso (H) = 1.2 U eq (C). Fig. 1 . The molecular structure of the title compound showing 50% probability displacement ellipsoids for non-H atoms. as large as those based on F, and R-factors based on ALL data will be even larger.
Figures

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.48563 (8) 0.37379 (7) 0.18859 (4) 0.02226 (18) (2) C8-C3-C2 120.6 (2) C1-N1-H1N1 124 (2) C4-C3-C2 119.2 (2) C2-N1-H1N1 127 (2) C5-C4-C3 119.8 (2) C1-N2-N3 113.7 (2) C5-C4-H4A 120.1 C1-N2-H1N2 125 (2) C3-C4-H4A 120.1 N3-N2-H1N2 122 (2) C6-C5-C4 118.5 (2) C2-N3-N2 103.4 (2) C6-C5-H5A 120.8 O2-N4-O1 123.4 (2) C4-C5-H5A 120.8 O2-N4- 
